Relative free energies for the solvation (! G, kcal/mol) of S12 2,6-difluoro-3-lithiopyridine (3) at 0 °C calculated using B3LYP level of theory with 6-31G(d) basis set
Optimized geometries at B3LYP level of theory with 6-31G(d) basis S16 set for the serial solvation of 2,6-difluoro-3-lithiopyridine (3) with free energies (Hartrees), and cartesian coordinates (X,Y,Z) Table II Optimized geometries of reactants and monomer-based transition S20 structures at B3LYP level of theory with 6-31G(d) basis set for the nucleophilic substitution of 2,6-difluoropyridine with free energies (Hartrees), and cartesian coordinates (X,Y,Z) ).
[THF] (M) k obsd 1 x 10 3 (s -1 ) k obsd 2 x 10 3 (s ).
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[LDA] (M) , n = 0.97 + 0.03).
[ Table II . Optimized geometries of reactants and monomer-based transition structures at B3LYP level of theory with 6-31G(d) basis set for the nucleophilic substitution of 2,6-difluoropyridine with free energies (Hartrees), and cartesian coordinates (X,Y,Z).
(Note: G MP2 includes single point MP2 corrections to B3LYP/6-31G(d) optimized ------------------------------------------------------------------------------------------------------- 
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